Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.030; wR factor = 0.079; data-to-parameter ratio = 16.0.
In the title compound, C 7 H 8 N 2 O 5 SÁC 2 H 6 O, the dihedral angle between the aromatic ring and the nitro group is 8. 78 (9) and the S atom is displaced by 0.226 (3) Å from the plane of the aromatic ring. In the crystal, the ethanol molecule is involved in hydrogen bonding to two separate sulfonamide molecules, as a donor in an O-HÁ Á ÁO interaction and as an acceptor in an N-HÁ Á ÁO interaction. Weak C-HÁ Á ÁO hydrogen bonding is also present.
Related literature
The title compound is an intermediate in the preparation of derivatives of the aromatase inhibitor nimesulide [systematic name N-(4-nitro-2-phenoxyphenyl)methanesulfonamide]. For background to the bioactivity and applications of nimesulide, see: Diaz-Cruz et al. (2005) . For the synthesis of other nimesulide derivatives, see: Su et al. (2006) ; Wang et al. (2007) . For a related structure, see: Gowda et al. (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: RAPID-AUTO (Rigaku, 1998 ); cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: CrystalStructure (Rigaku/MSC, 2005) . The title compound (Fig 1) is an important intermediate in the preparation of nimesulide derivatives. Some derivatives of nimesulide have been reported to have a high affinity for aromatase (Su et al., 2006 , Wang et al., 2007 . Herein, the synthesis and the crystal structure of the title compound are reported.
The dihedral angle between the plane of the aromatic ring and the plane formed by the three atoms of the nitro group is 8.78 (9)° and the deviation of the Sulfur atom from the plane of the aromatic ring is -0.2258 (27) Å. In the crystal packing,
The ethanol molecule is involved in hydrogen bonding to two separate sulfonamide molecules (Table 1) , as a donor in an O-H···O interaction and as an acceptor in an N-H···O interaction. Weak C-H···O hydrogen bonding is also present (Fig. 2).
NaH (60% powder, 18 g, 0.75 mol) was added to a solution of 2-amino-4-nitrophenol (19.3 g, 0.125 mol) in anhydrous DMF (200 mL) at room temperature. After being stirred at the same temperature for 30 min, methanesulfonyl chloride (57.3 g, 0.5 mol) was added to the mixture, and the stirring was continued overnight at room temperature. H 2 O (400 mL) was added to the mixture, and then it was neutralized with 5 N HCl until pH=1-2. The intermediate precipitate was collected by filtration and washed with H 2 O, which was used iinn the next reaction without further purification. The intermediate was added to a 3 N NaOH aq. solution and was stirred at 353 K overnight. After being cooled, it was neutralized with 5 N HCl until pH=1-2. The precipitated solid was collected and washed with H 2 O to provide the desired product, which was then recrystalized from ethano to give colourless single crystals suitable for X-ray diffraction.
Refinement
All H atoms were geometrically positioned (C-H 0.95-0.99 Å) and treated as riding, with U iso (H) = 1.2Ueq(C). Figures   Fig. 1 . The structure of C 9 H 14 N 2 O 6 S with all non-H atom-labelling scheme and ellipsoids drawn at the 50% probability level.
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